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REFINEMENT. 
PROGRAM 
AUTHORS 



REFMAC 5.0 

MURSHUDOV, VAGIN, DODSON 



REFINEMENT TARGET : MAXIMUM LIKELIHOOD 



DATA USED IN REFINEMENT. 
RESOLUTION RANGE HIGH (ANGSTROMS) : 
RESOLUTION RANGE LOW (ANGSTROMS) : 
DATA CUTOFF (SIGMA (F) ) : NONE 
COMPLETENESS FOR RANGE (%) 
NUMBER OF REFLECTIONS : 26588 

FIT TO DATA USED IN REFINEMENT. 
CROSS-VALIDATION METHOD 
FREE R VALUE TEST SET SELECTION 
R VALUE (WORKING + TEST SET) 

R VALUE (WORKING SET) : 0.28610 
FREE R VALUE : 0.33 622 

FREE R VALUE TEST SET SIZE (%) : 
FREE R VALUE TEST SET COUNT : 



2.30 
20 . 00 

97 .54 



THROUGHOUT 

RANDOM 

0 .28866 



5 . 1 
1420 



FIT IN THE HIGHEST RESOLUTION BIN. 
TOTAL NUMBER OF BINS USED : 2 0 

BIN RESOLUTION RANGE HIGH : 2.300 
BIN RESOLUTION RANGE LOW : 2.3 59 



REFLECTION IN BIN 



(WORKING SET) 



BIN R VALUE (WORKING SET) 
BIN FREE R VALUE SET COUNT 
BIN FREE R VALUE 



0 .372 



0 .487 



1804 



94 



NUMBER OF NON-HYDROGEN ATOMS USED IN REFINEMENT. 
ALL ATOMS : 34 8 7 



B VALUES. 
FROM WILSON PLOT (A**2) : NULL 
MEAN B VALUE (OVERALL, A**2) 

OVERALL ANISOTROPIC B VALUE. 



54 . 098 



Bll 
B22 
B33 
B12 
B13 
B23 



(A**2) 
(A**2) 
(A**2) 
(A**2) 
(A**2) 
(A**2) 



98 
94 



-0.04 
0.00 
0 . 00 
0 . 00 



ESTIMATED OVERALL COORDINATE ERROR. 
ESU BASED ON R VALUE (A) : 

ESU BASED ON FREE R VALUE (A) : 

ESU BASED ON MAXIMUM LIKELIHOOD 



0.355 
0.287 

(A) : 



ESU FOR B VALUES BASED ON MAXIMUM LIKELIHOOD 

CORRELATION COEFFICIENTS . 

CORRELATION COEFFICIENT FO-FC : 0.907 

CORRELATION COEFFICIENT FO-FC FREE : 0.862 



0 .293 
(A**2) 



12 .484 



Figure 2-2 
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59 . 990 



RMS DEVIATIONS FROM IDEAL VALUES 
BOND LENGTHS REFINED ATOMS (A) 
BOND ANGLES REFINED ATOMS (DEGREES) 
TORSION ANGLES, PERIOD 1 (DEGREES) 
TORSION ANGLES, PERIOD 3 (DEGREES) 
CHIRAL- CENTER RESTRAINTS (A**3) 
GENERAL PLANES REFINED ATOMS (A) 
NON-BONDED CONTACTS REFINED ATOMS (A) 
H-BOND (X...Y) REFINED ATOMS (A) 
SYMMETRY VDW REFINED ATOMS (A) 
SYMMETRY H-BOND REFINED ATOMS (A) 

ISOTROPIC THERMAL FACTOR RESTRAINTS. 
MAIN- CHAIN BOND REFINED ATOMS (A**2) 
MAIN- CHAIN ANGLE REFINED ATOMS (A**2) 
SIDE-CHAIN BOND REFINED ATOMS (A**2) 
SIDE -CHAIN ANGLE REFINED ATOMS (A**2) 

NCS RESTRAINTS STATISTICS 
NUMBER OF NCS GROUPS : NULL 



COUNT 
3439 
4671 
425 
605 
527 
2625 
1755 
288 
26 
1 

COUNT 
2138 ; 
3428 ; 
1301 ; 
1243 ; 



3 . 
12 . 
0 . 
0 . 
0 . 



RMS 
0 .013 
1.669 
.956 
.659 
,112 
.005 
.299 
0 . 228 

0 .359 

1 .302 

RMS 
0 . 973 
1 . 768 

2 . 129 

3 .492 



TLS DETAILS 
NUMBER OF TLS GROUPS 



NULL 



BULK SOLVENT MODELLING. 
METHOD USED : BABINET MODEL WITH MASK 
PARAMETERS FOR MASK CALCULATION 



VDW PROBE RADIUS 
ION PROBE RADIUS 
SHRINKAGE RADIUS 



40 
80 
80 



OTHER REFINEMENT REMARKS: NULL 



1 
2 
3 
4 
5 
6 
7 
8 
9 
10 
11 
12 
13 
14 
15 
16 
17 



118 , 
0 . 016669 
0 . 000000 
0 . 000000 
N VAL 
CA VAL 
CB VAL 
CGI VAL 
CG2 VAL 



200 178.930 
0.000000 0 
0.008460 0 
0.000000 0 
19 
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21 
21 



90.00 
000000 
000000 
005589 
418 
779 
111 
503 
639 
257 
575 
723 
281 
112 
406 
5 .452 
2 . 820 
490 
706 
223 
286 



90.00 



919 
329 



68 . 
69. 
70 . 775 
71 . 122 



70. 
69 . 
69 . 
68 . 

68 . 
66 . 

66 . 

67 . 

69 . 



983 
192 
963 
224 
065 
910 
230 
249 
310 
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0 .00000 
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31 . 717 
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063 
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013 
464 
144 
724 
628 



21 21 21 



WEIGHT 

0 . 022 
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71 . 781 
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1.500 
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3 . 000 
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Figure 2-3 
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Figure 2-4 
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